
 ID Tox21_113175         Plate Batch4-SP112429 Well P1-N-20    File SP112429-N20.D       Inj Date: 26 Nov 13  11:32 am  MF C34H63ClN2O6S     MW 662.4     Expected Conc: 3.00 mM
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  RT   Found  ELS%  UV %  ELS[mg/mL]  Adj[ELS]  [N mM]   Adj[CLN]  #N

 0.14          0.0   0.0                       0.05 mM            2.0

 1.51          0.0   0.0                       0.17 mM            2.0

 1.75          0.0   0.0                       1E-3 mM            2.0

 2.27          0.0   0.0                       0.05 mM            2.0

 3.08          0.0   0.0                       0.05 mM            2.0

 3.15          0.0   0.0                       0.17 mM            2.0

 3.27   Yes  100.0   0.0     2.23     3.37 mM  4.13 mM   2.07 mM  2.0

 3.49          0.0   0.0                                          2.0

Comment: Passed, broad peak in ELSD and CLND

m/z500

Norm.

0
20
40
60
80

*MS+ 3.050:3.088 min
Max: 9662

 5
22

.7
 5

85
.4

 4
62

.7

 3
63

.9

 6
66

.3

 1
79

.0

 7
05

.5

 5
21

.2  6
63

.5

m/z200 800

Norm.

0
20
40
60
80

*MS- 3.050:3.088 min
Max: 9250

 3
11

.6

 5
27

.7

 2
51

.7

 3
73

.0

 4
63

.4 1
70

.9  2
69

.4
 2

96
.9

m/z500

Norm.

0
20
40
60
80

*MS+ 3.088:3.164 min
Max: 18054

 5
55

.7

 6
64

.5

 3
71

.8
 3

71
.0

 6
49

.6

m/z250 500

Norm.

0
20
40
60
80

*MS- 3.088:3.164 min
Max: 5056

 4
89

.3

 4
27

.4

 2
49

.9

 3
53

.7
 3

01
.3

 1
74

.7

 5
76

.9

 6
47

.3

 2
17

.2

 3
43

.3 1
71

.4

 2
97

.3

m/z500

Norm.

0
20
40
60
80

*MS+ 3.176:3.296 min
Max: 102618

 6
66

.5
 6

65
.6

 6
63

.6

m/z250 500 750

Norm.

0
20
40
60
80

*MS- 3.176:3.296 min
Max: 3042

 3
52

.2

 4
56

.2

 3
00

.5

 4
03

.0

 2
16

.2

 5
22

.7

 6
64

.5 3
05

.7

 1
71

.2  6
62

.7

 4
99

.3

 6
61

.5

m/z500

Norm.

0
20
40
60
80

*MS+ 3.451:3.504 min
Max: 10860

 5
41

.8

 3
81

.2

 1
79

.2

 6
15

.8

 5
37

.9  5
74

.0

m/z500

Norm.

0
20
40
60
80

*MS- 3.451:3.504 min
Max: 810875

 2
55

.6

Page 1 of 1
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